LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080918\
Data File : BF108057.D
Aca On : 9 Aug 2018 17:22 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4394-01 FK-EF-01-006-ABCD
ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.366 3 5 12 rVB 534489 596377 9.36% 1.040%
2 5.254 491 496 503 rvB 918209 1166504 18.30% 2.033%
3 5.642 556 562 565 rBY 6239927 5957382 93.48% 10.385%
4 6.631 724 730 733 rBVY 6193999 6343772 99.54% 11.058%
5 6.784 751 756 759 rBVY 6543206 6132166 96.22% 10.689%
6 7.019 792 796 799 rVB 1944746 1733724 27.20% 3.022%
7 7.172 818 822 825 rBVY 5451990 4660567 73.13% 8.124%
8 7.578 886 891 894 rBVY 4130455 3869385 60.72% 6.745%
9 8.301 1009 1014 1017 rBV 2385445 2134084 33.49% 3.720%
10 9.372 1191 1196 1200 rBVY 6386878 6372840 100.00% 11.109%

11 9.766 1259 1263 1266 rBV 517821 423785 6.65% 0.739%
12 10.066 1309 1314 1317 rBV 2142463 2087146 32.75% 3.638%
13 10.854 1444 1448 1457 rBV 3698187 3254964 51.08% 5.674%
14 11.560 1564 1568 1571 rBV 2216801 1898676 29.79% 3.310%
15 11.583 1571 1572 1575 rVB 151351 75100 1.18% 0.131%

16 12.060 1650 1653 1656 rBvV2 139250 133176 2.09% 0.232%
17 12.777 1772 1775 1778 rBV 302469 259129 4_.07% 0.452%
18 13.013 1808 1815 1820 rBV 274078 342802 5.38% 0.598%
19 13.148 1834 1838 1841 rBV 6094840 5319318 83.47% 9.272%
20 14.036 1986 1989 1997 rBV3 190634 278244 4._.37% 0.485%

21 14.171 2010 2012 2015 rBV 97473 96458 1.51% 0.168%
22 14.212 2015 2019 2022 rVV 2048011 2024383 31.77% 3.529%
23 14.242 2022 2024 2029 rVB 140609 130878 2.05% 0.228%
24 14.660 2093 2095 2100 rBv4 55596 74191 1.16% 0.129%
25 15.077 2163 2166 2172 rVB 319530 343549 5.39% 0.599%

26 15.307 2201 2205 2208 rBV 113369 180715 2.84% 0.315%
27 15.707 2270 2273 2279 rVB2 92932 121041 1.90% 0.211%
28 15.777 2280 2285 2290 rBV 1006581 1357431 21.30% 2.366%

Sum of corrected areas: 57367787
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108057.D

Aca On : 9 Aug 2018 17:22

Operator : JU/SJ

Sample : J4394-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108057.D

Aca On 9 Aug 2018 17:22

Operator : JU/SJ

ﬁ?ggle i J4394-01 FK-EF-01-006-ABCD
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.37 6.88 ng 596377 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 6 (2.372 min): BF108057.D (-3) (-) m/z 73.10 100.00%
741
5000 431
87.1

| | 2.40 250 2.60 2.70 2.80
Yt I m/z 43.10 43.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L L L L LB
43.0 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 55.10 36.52%
29.0
YIS N e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
T T T
2.40 2.50 2.60 2.70 2.80
5000 m/z 87.10 27 .32%
55.0
43.0
27.0
150 |, M“\ | l, 830 980 1150
e e e e e e e e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol AR ma
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 15.37%
410 55 87.0
5000
29.0
150 || ‘ L 97.0
.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“. T T T
m/z--> 10 20 50 60 70 80 90 100 110 120 2.40 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108057.D

Aca On 9 Aug 2018 17:22

Operator : JU/SJ

ﬁ?ggle i J4394-01 FK-EF-01-006-ABCD
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.25 13.46 ng 1166500 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Allvl acetate 100 C5H802 000591-87-7 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 495 (5.248 min): BF108057.D (-491) (-) m/z 43.05 100.00%
43.0
5000 59.1
101.1 RYSARRE SRR A
5.00 520 5.40 5.60
iyl 890 830 | 59 10 46.47%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U AL UL UL AR
59.0 500 5.20 540 560
m/z 58.10 15.74%
e Lm0 w0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate
43.0
500 520 540 560
5000 m/z 101.10 13.46%
58.0
15.0 27.0 o 7%.0 100.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B o e L R
43.0 5.00 520 5.40 5.60
m/z 41.05 8.76%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108057.D

Aca On 9 Aug 2018 17:22

Operator : JU/SJ

ﬁ?ggle i J4394-01 FK-EF-01-006-ABCD
ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.78 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.78 70.74 ng 6132170 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 755 (6.778 min): BF108057.D (-751) (-) m/z 132.00 100.00%
132.0
5000 681
00 5o | 0 Sh0 650 oo 750 720
..,....,....,...!,“.'...,!!..,:!.'.|,..':~.,??;9,..I.,.197.-R...,...., lerrm 'm/z 68.10 51.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 UL LA UL R
6.40 6.60 6.80 7.00 7.20
310 510 m/z 66.10 33.72%
'w'“'w'“J“Jh'L'w'“l”'h'“'v'“l”'w'“'w'“l“”l"'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 134.00 32.53%
150 280 390 520 830 770 900 1040 .., ||
mz> 10 % 30 40 50 6 70 80 00 100 110 130 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R R b
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 20.79%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T AR SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108057.D

Aca On 9 Aug 2018 17:22

Operator : JU/SJ

ﬁ?ggle i J4394-01 FK-EF-01-006-ABCD
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.04 2.75 ng 278244 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
3 1-Tricosene 322 C23H46 018835-32-0 93
4 1-Nonadecene 266 C19H38 018435-45-5 93
5 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 90
Abundance Scan 1990 (14.042 min): BF108057.D (-1986) (-) m/z 57.10 100.00%
57.1
97.0
5000
23 ' 13:80 14.00 1420 14.40
174.1200.9 276.3 : : : :
YL L33 Tz 43.10  91.18%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
58.0
83.0
5000 RS A S SO IR
1110 13.80 14.00 14.20 14.40
' m/z 55.10 76.68%
L | | pe00 18207199
m/z--> 50 100 150 200 250 300 350
Abundance #163019: 9-Tricosene, (2)-
55.0 83.0
' 13:80 14.00 1420 14.40
5000 111.0 m/z 97.05 63.03%
322.0
7o) | ‘ Ll | 1000050930 om0 2040
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene EEEE BRI
57.0 13.80 14.00 14.20 14.40
97.0 m/z 83.10 60.43%
5000
29.0 125.0
ﬂ“ | ﬂ | | [1530182.0210.0238.0266.0294.0322.0
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

Data File : BF108057.D

Aca On 9 Aug 2018 17:22

Operator : JU/SJ

ﬁ?ggle i J4394-01 FK-EF-01-006-ABCD
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.08 5.06 ng 343549 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 93
2 Saualene 410 C30H50 000111-02-4 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 2166 (15.077 min): BF108057.D (-2163) (-) m/z 69.10 100.00%
69.1 ”
5000
e e e
7.1 14.80 15.00 15.20 15.40
ol g 13, e | 172.1203.12337267.1300.2332.1 367.3 4213 77 81.10  50.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LA B BUMIULE SR I
14,80 15.00 15.20 15.40
m/z 41.10 27 .89%
29.4‘ . ;[oq 0Jl 1 . 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
14,80 15.00 15.20 1540
5000 m/z 68.05 12._.15%
i :jm 0“13,7 9 191.0 231.0 273.0 341.0 410.0
m/z--> §0 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- N B e o o e
69.0 14.80 15.00 15.20 15.40
m/z 95.10 10.87%
5000
136.0
2% P | N \4’\0?'0\1 l ‘177'0 215'0248'0
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF080918\

Data File : BF108057.D

Acg On : 9 Aug 2018 17:22

Operator : JU/SJ

3?22'6 i J4394-01 FK-EF-01-006-ABCD
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.37 6.9 ng 596377 1 7.02 1733720 20.0
2-Pentanone, 4-hy... 5.25 13.5 ng 1166500 1 7.02 1733720 20.0
unknown6.78 6.78 70.7 ng 6132170 1 7.02 1733720 20.0
Cyclopentadecane 14.04 2.8 ng 278244 5 14_.21 2024380 20.0
Supraene 15.08 5.1 ng 343549 6 15.78 1357430 20.0
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